The title compound, C 46 H 26 N 2 O 7 Á1.5CH 3 CN, is the aldol condensation product of bindone with indazole-3-carbaldehyde followed by double intermolecular cyclization. The asymmetric unit, which has monoclinic P2 1 /c symmetry, contains two independent molecules of the title compound and three acetonitrile molecules. The title molecule comprises a central eight-membered ring, which contains an enol-ester, from which five arms extend. The arms exhibit intermolecular interactions within the crystal lattice between molecules of the title compound and with co-crystallized solvent molecules (acetonitrile).
Chemical context
1,3-Indandione derivatives have been known for more than a century and have found numerous applications as drugs (anticoagulants, analgesics, anti-inflammatory medicines; Eriks et al.,1979) , reagents in analytical and forensic chemistry (ninhydrins; Hansen & Joullié, 2005) , dyes and pigments (Manukian & Mangini, 1970; Schelz, 1975; Bello et al., 1987) , semiconductors and photo semiconductors (Silinsh & Taure, 1969) , and components of advanced materials (Gvishi et al., 2003; Acharya et al., 2005; Lokshin et al., 2017) . One of the important features of 1,3-indandione as well as its dimer bindone [2-(2,3-dihydro-3-oxo-1H-inden-1-ylidene)-1H-indene-1, 3(2H)-dione] is the ease of their self-condensation, often with the formation of complex cyclic structures (Jacob et al., 2000) . For over a century, cyclic 1,3-diketones have been known to form condensation products, including selfcondensation (Wislicenus, 1887). As a result of this property, they have found use as intermediates for condensed cyclization products (Sekhar, 2004; Kozlov & Gusak, 2006 ) that have themselves found use as antiemetic (Kuang et al., 1994) and anticancer (Heidelberger & Ansfield, 1963) drugs. ISSN 2056-9890 
Structural commentary
The asymmetric unit of the title compound, shown in Fig. 1 , contains two independent molecules and three co-crystallized acetonitrile molecules (Z = 8, Z 0 = 4). The title compound is shown in Fig. 2 .
The core of the molecule represented by an eightmembered oxocine ring, which is linked in the center by a carbon atom, C1 bridging between C2 and C6, and includes an ether group as shown in Fig. 3a . Bond lengths, listed in Table 1 , clearly indicate the presence of a C C double bond with a bond length of 1.357 (3) Å and also featuring a short C-C bond with a bond length of 1.494 (3) Å ,. Also interesting to note is the stark difference between the C-O bond lengths within the ring, ranging from 1.333 (3) to 1.462 (2) Å . The presence of the double bond, the short C-C bond and the great variation within the C-O bonds is due to the five arms of the structure, which extend from the central ring as shown in Fig. 3b-3f and are described in Table 2 .
Supramolecular features
The packing of the crystal structure indicates that the acetonitrile molecules interact with up to three different aromatic systems belonging to arms 1-3; these interactions can be seen in Fig. 4a . The interactions between acetonitrile and arms 2 and 3 also force some rigidity upon the structure, as seen in Table 2 The various arms extending from the central ring.
Arm designation Carbon atoms shared with central ring IUPAC name 1 (Fig. 3b ) C5, C6 1-indanone 2 (Fig. 3c) C2, C3 1-indanone 3 (Fig. 3d) C1 1,3-indandione 4 (Fig. 3e ) C4 1-(1H-indazol-1-yl)ethanone 5 ( Fig. 3f ) C7, C8 1-H-inden-1-one Figure 1 ORTEP representation of the asymmetric unit of the crystal, containing two compound molecules and three co-crystallized acetonitrile molecules. Displacement ellipsoids are drawn at the 50% probability level.
Figure 2
View of one of the independent molecules in the title compound showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 50% probability level. . It is worth noting that the interaction seen in Fig. 4b is not observed in the asymmetric unit, but in the extended packing of the crystal. These interactions are listed in Table 3 . A second interaction, which contributes to the crystal packing, is a -interaction between arms 4 and 5, as seen in Fig. 5a . A third interaction, which contributes to the crystal packing, is a -interaction between arms 1 and 2, as seen in Fig. 5b . These interactions are listed in Table 3 .
Finally, a hydrogen-bonding network (Table 4) is observed throughout the crystal, consisting of a C-HÁ Á ÁO C bonding pattern between the molecules of the title compound, and a C-HÁ Á ÁN C bonding pattern between the acetonitrile molecules, as seen in Fig. 6 .
Database survey
A search of the Cambridge Structural Database (CSD Version 5.39, update of August 2018; Groom et al., 2016) for the molecular formula (C 46 H 26 N 2 O 7 ) and for unit-cell dimensions yielded no results. Searching for the various arms yielded 72 hits for indanone and 38 hits for indandione. Similar structures that contain eight-membered rings and are the result of aldol condensation, namely 1- (a) van der Waals interactions between the acetonitrile molecules and the title compound: one acetonitrile molecule interacts with up to three arms. (b) Illustration of the rigidity that is enforced upon two arms of the title compound as a result of van der Waals interactions.
Table 3
Packing interactions found inside the crystal lattice (Å ).
Shortest bond distances that were found are shown for the various interactions.
Interaction
CÁ Á ÁC
Figure 5 -stacking between (a) arms 4 and 5 of adjacent molecules and (b) arms 1 and 2 of the title compound.
Table 4
Hydrogen-bond geometry (Å , ). 
Figure 6
Part of the C-HÁ Á ÁO C bonding pattern between molecules of the title compound and also part of the C-HÁ Á ÁN C bonding pattern between the acetonitrile molecules.
Synthesis and crystallization
The synthetic procedure for the title compound will be published elsewhere. The title compound was crystallized in HPLC/gradient grade acetonitrile (99.9%) obtained from Sigma by slow evaporation at a temperature of 277 K over the course of several weeks, resulting in yellow crystals.
Refinement
Crystal data, data collection and structure refinement details are summarized in Table 5 . Hydrogen atoms were placed at calculated positions (C-H = 0.93-0.98 Å ) and refined in riding mode, with U iso (H) = 1.2U eq (C) for CH and CH 2 groups and 1.5U eq (C) for CH 3 groups. 
Computing details
Data collection: CrysAlis PRO (Rigaku OD, 2018 ); cell refinement: CrysAlis PRO (Rigaku OD, 2018) ; data reduction:
CrysAlis PRO (Rigaku OD, 2018 ); program(s) used to solve structure: SHELXT (Sheldrick, 2015a ); program(s) used to refine structure: SHELXL2018 (Sheldrick, 2015b) ; molecular graphics: OLEX2 (Dolomanov et al., 2009) ; software used to prepare material for publication: OLEX2 (Dolomanov et al., 2009 ). Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. (7) 0.0020 (7) N4 0.0215 (9) 0.0171 (9) 0.0193 (8) 0.0000 (7) 0.0002 (7) −0.0032 (7 
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